LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX062119\

Data File : VX010382.D

Aca On - 21 Jun 2019 14:15

Operator : JC/SP

sample - K3469-12 20X -
Misc - 5.0mL/MSVOA X/WATER I
ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X061919W.M

Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.282 17 21 27 rBv2 26249 33421 2.51% 0.365%
1.617 67 76 79 rBv8 5952 14090 1.06% 0.154%
221 rBVY 443876 735669 55.35% 8.041%
2.611 229 239 250 rVB 72991 137215 10.32% 1.500%
5.500 701 713 724 rBV 163716 466421 35.09% 5.098%
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5.665 728 740 757 rVB 277595 787579 59.26% 8.608%
6.061 795 805 822 rBV 152860 405543 30.51% 4_.433%
950 rBvV 414010 965766 72.67% 10.556%
7.543 1044 1048 1056 rBvV 9141 16128 1.21% 0.176%
8.713 1233 1240 1249 rBV 856760 1329032 100.00% 14.527%
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11 10.109 1462 1469 1485 rBV 796341 1115667 83.95% 12.194%
12 11.134 1632 1637 1649 rBV 678972 874865 65.83% 9.562%

13 11.670 1715 1725 1732 rBV9 5551 14114 1.06% 0.154%
14 11.804 1743 1747 1755 rVB 12401 18228 1.37% 0.199%
15 12.079 1786 1792 1799 rBV 798971 1042217 78.42% 11.392%
16 12.298 1824 1828 1835 rVB 24767 32448 2.44% 0.355%
17 12.371 1835 1840 1848 rVB5 12024 25487 1.92% 0.279%
18 12.664 1883 1888 1892 rBV 25003 31708 2.39% 0.347%
19 12.755 1898 1903 1911 rVB5 17477 33769 2.54% 0.369%
20 12.975 1930 1939 1943 rVV 21951 33871 2.55% 0.370%
21 13.347 1990 2000 2006 rBVZ2 56476 96407 7.25% 1.054%
22 13.475 2018 2021 2030 rVB3 15522 24317 1.83% 0.266%
23 13.639 2044 2048 2051 rVV3 20484 31772 2.39% 0.347%
24 13.694 2051 2057 2059 rVvv7 9152 19288 1.45% 0.211%
25 13.719 2059 2061 2066 rVB2 15193 20837 1.57% 0.228%
26 13.834 2073 2080 2087 rVB 119256 163402 12.29% 1.786%
27 13.908 2087 2092 2099 rBV3 11914 21767 1.64% 0.238%
28 13.987 2099 2105 2108 rBV3 14217 21523 1.62% 0.235%
29 14.127 2123 2128 2131 rBV3 10471 14746 1.11% 0.161%
30 14.286 2147 2154 2160 rVB4 25006 49863 3.75% 0.545%
31 14.426 2174 2177 2182 rVB2 11660 15550 1.17% 0.170%
32 14.535 2191 2195 2200 rBV3 21433 29440 2.22% 0.322%

33 14.694 2213 2221 2225 rBV 113241 151990 11.44% 1.661%
34 14.834 2239 2244 2253 rBV 121513 168613 12.69% 1.843%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX062119\

Data File : VX010382.D

Aca On - 21 Jun 2019 14:15

Operator : JC/SP

sample - K3469-12 20X -
Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W._M

Title : SW846 8260

35 15.444 2339 2344 2347 rBV 10422 16654 1.25% 0.182%
36 15.547 2355 2361 2367 rBV2 22394 38600 2.90% 0.422%
37 15.688 2378 2384 2387 rBV 32323 52532 3.95% 0.574%
38 15.718 2387 2389 2396 rVB 18697 29972 2.26% 0.328%
39 15.913 2412 2421 2427 rBV4 8450 22719 1.71% 0.248%
40 16.066 2441 2446 2457 rVB2 7192 14966 1.13% 0.164%
41 16.413 2494 2503 2515 rVB4 12289 30777 2.32% 0.336%

Sum of corrected areas: 9148973
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX062119\
Data File : VX010382.D

Aca On - 21 Jun 2019 14:15

Operator : JC/SP

sample - K3469-12 20X -
Misc - 5.0mL/MSVOA X/WATER I
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W._M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX010382.D
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2.44
400000
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200000 5.50 6.06

2.61

Time--> 120 1.40 160 180 200 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 560 580 6.00 6.20
Abundance TIC: VX010382.D
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Time-->  6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX010382.D

800000 12.08

600000

400000

200000

13.83 14.614.83
12 12 1297 4.2 34.54 SHs6p)
116 3037 ﬁ§76 A1341 ggﬁgyjé D1 44 15.% 1591607 1641

Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX062119\

Data File : VX010382.D

Aca On - 21 Jun 2019 14:15

Operator : JC/SP

sample - K3469-12 20X -
Misc - 5.0mL/MSVOA X/WATER I
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W._M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Isopropyl Alcohol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

2.61 8.71 ug/l 137215 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 83
2 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
3 4-Penten-2-ol 86 C5H100 000625-31-0 4
4 2-Propanone. l1l-methoxv- 88 C4H802 005878-19-3 4
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 002155-30-8 4

Abundance Scan 239 (2.611 min): VX010382.D (-229) (-) m/z 45.00 100.00%
45.0
5000

2.20 240 2.60 2.80 3.00

37 ,| 59.0 795 90.7 1025

Ol 795 907 1025 1 742 95 20.21%
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #294: Isopropyl Alcohol
48.0
5000 S A SR SR
220 240 2.60 2.80 3.00
27.0 m/z 41.00 7.53%
19.0 | | 59.0
0"'w"'|“"m'?1ﬂh e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #276: Hydrazine, 1,2-dimethyl-
48.0 60.0
300 220 2.40 2.60 2.80 3.00
5000 m/z 38.95 6.27%
15.0 ‘
T 1 P
I I | I T | I I I | |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1719: 4-Penten-2-ol R R
45.0 220 240 2.60 2.80 3.00

m/z 41.95 5.03%

5000
27.0
o " 370/ 550 630 71.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 220 2.40 260 280 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX062119\

Data File : VX010382.D

Aca On - 21 Jun 2019 14:15

Operator : JC/SP

sample - K3469-12 20X -
Misc - 5.0mL/MSVOA X/WATER I
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W._M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Naphthalene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.69 7.29 ug/l 151990 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1l-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 64
Abundance Scan 2220 (14.688 min): VX010382.D (-2213) (-) m/z 142.10 100.00%
14p.1
5000
115.1
390 630 89.0 14.40 14.60 14.80 15.00
Ol ettt oo Ul 10011761 2068 1 727149 10 91.82%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #19232: Naphthalene, 1-methyl-
14p.0
5000 L I UL SULILE UM
115.0 14,40 14.60 14.80 15.00

m/z 115.05 34.89%
390 630 890

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #19239: Naphthalene, 2-methyl-
142.0
14.40 14.60 14.80 15.00
5000 m/z 143.05 12.19%
115.0
51.0 71‘.0 89.0 1l
O T L o o o B LB B B B O LI e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19230: Benzocycloheptatriene
141.0 14.40 14.60 14.80 15.00
m/z 139.00 10.72%
5000 115.0
39.0 63.0 89.0
o Y v N SN | S — Y Y N S A
m/z--> 20 40 60 80 100 120 140 160 180 200 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX062119\

Data File : VX010382.D

Acg On - 21 Jun 2019 14:15

Operator : JC/SP

Sample - K3469-12 20X :
Misg - 5.0mL/MSVOA_X/WATER LI A B el
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W._M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Isopropyl Alcohol 2.61 8.7 ug/l 137215 1 5.67 787579 50.0
Naphthalene, 1-me... 14.69 7.3 ug/l 151990 4 12.08 1042220 50.0
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